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PDB ID
Title
Authors

Deposited on
Resolution

Sep 16, 2026 — 03:00 pm BST

5DAT / pdb_ 00005dat

Complex of yeast 80S ribosome with hypusine-containing eIlF5A

Melnikov, S.; Mailliot, J.; Shin, B.-S.; Rigger, L.; Yusupova, G.; Micura, R.;
Dever, T.E.; Yusupov, M.

2015-08-20

3.15 A(reported)

This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at

https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp

with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http:/ /www.wwpdb.org/validation /2017 /FAQs+#types.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : FAILED
Mogul : NOT EXECUTED
Xtriage (Phenix) : 2.0
EDS : NOT EXECUTED
Buster-report : NOT EXECUTED
Percentile statistics :  20250101.v01 (using entries in the PDB archive January 1st 2025)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.50



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp
http://www.wwpdb.org/validation/2017/FAQs#types
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#references
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.15 A.
There are no overall percentile quality scores available for this entry.

MolProbity failed to run properly; EDS was not executed - the sequence quality summary graphics
cannot be shown.
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2 Entry composition (i)

There are 90 unique types of molecules in this entry. The entry contains 414393 atoms, of which
0 are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a RNA chain called 18S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O T
1 2 1781 37970 16975 6720 12493 1782 0 1 0

Total C N @) P
1 0 1795 38260 17105 6763 12596 1796 0 1 0

e Molecule 2 is a protein called 40S ribosomal protein SO-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 S0 206 ’fgt;;l 1OCl4 2158 2(833 g 0 0 0
2| 80 R 0 0 0
e Molecule 3 is a protein called 40S ribosomal protein S1-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 51 214 ?;E)Zl 1(%4 31110 3(1)1 ZSL 0 0 0
s 51 210 ?;;azl 1(%1 31;]2 3(1)5 zSL 0 0 0
e Molecule 4 is a protein called 40S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 52 217 ?(6);&51 10C47 212\3]9 287 2 0 0 0
1 s T A 0 0 0

e Molecule 5 is a protein called 40S ribosomal protein S3.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 S3 223 1734 1101 313 314 © 0 0 0
Total C N O S
o s3 223 1734 1101 313 314 6 0 0 0
e Molecule 6 is a protein called 40S ribosomal protein S4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 54 260 2068 1316 389 360 3 0 0 0
Total C N O S
6 s 260 2068 1316 389 360 3 0 0 0
e Molecule 7 is a protein called 40S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 S5 206 1609 1007 300 299 3 0 0 0
Total C N O S
7 89 206 1609 1007 300 299 3 0 0 0
e Molecule 8 is a protein called 40S ribosomal protein S6-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 56 226 1799 1129 346 321 3 0 0 0
Total C N O S
8 56 218 1755 1102 337 313 3 0 0 0
e Molecule 9 is a protein called 40S ribosomal protein S7-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
O | ST 184 1481 951 265 265 0 X 0
Total C N O
S 186 1491 957 267 267 0 0 0
e Molecule 10 is a protein called 40S ribosomal protein S8-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 S8 188 1489 925 298 264 2 0 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10} 8 188 ?Z;Zl 935 21;8 2((34 2 0 0 0
e Molecule 11 is a protein called 40S ribosomal protein S9-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 59 185 ?Zgil 95113 21&\319 221 ? 0 0 0
I 185 ?ZZT 923 215\319 2(6)1 ? 0 0 0

e Molecule 12 is a protein called 40S ribosomal protein S10-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 0 %6 T7O7t;1 489 11;16 125 g 0 0 0
12 %0 T7O6tfL | 450 11;15 124 g 0 0 0

e Molecule 13 is a protein called 40S ribosomal protein S11-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 Cl 195 111(;1&;1 7(734 21?\)IO 2(36 2 0 0 0
13 e 146 ??tﬁzl 751]7 21;1 1(9)7 2 0 0 0

e Molecule 14 is a protein called 40S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEEEE
1) e 124 TSO;(? l 5(6}0 11;6 1C7)2 3 ¥ ¥ ¥

e Molecule 15 is a protein called 40S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 3 150 ’f(ig;l 729 2214 2(37 g 0 0 0
S 150 ?1)231 7(;9 21;]4 2(37 2 ¥ ¥ 0

WO RLDWIDE

PROTEIN DATA BANK




Page 6 wwPDB X-ray Structure Validation Summary Report 5DAT
e Molecule 16 is a protein called 40S ribosomal protein S14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 C4 127 891 545 182 163 1 0 0 0
Total C N O S
16 cd 128 949 582 188 176 3 0 0 0
e Molecule 17 is a protein called 40S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 C5 124 977 622 182 166 7 0 0 0
Total C N O S
17 ¢ 135 1039 658 196 178 7 0 0 0
e Molecule 18 is a protein called 40S ribosomal protein S16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 C6 141 1105 708 203 194 0 0 0
Total C N O
18 <6 142 1111 711 204 196 0 0 0
e Molecule 19 is a protein called 40S ribosomal protein S17-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 cr 120 026 577 177 170 2 0 0 0
Total C N O S
19 o7 17 906 563 174 167 2 0 0 0
e Molecule 20 is a protein called 40S ribosomal protein S18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 C8 145 1192 743 237 210 2 0 0 0
Total C N O S
20 c8 145 1192 743 237 210 2 0 0 0

e Molecule 21 is a protein called 40S ribosomal protein S19-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 9 143 1112 694 208 208 2 0 0 0
Total C N O S
21 e 143 1112 694 208 208 2 0 0 0
e Molecule 22 is a protein called 40S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 Do 107 85 539 156 159 1 0 0 0
Total C N O S
22 do 10 882 554 161 166 1 0 0 0
e Molecule 23 is a protein called 40S ribosomal protein S21-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 Dl 87 684 420 125 137 2 0 0 0
Total C N O S
23 dl 87 684 420 125 137 2 0 0 0
e Molecule 24 is a protein called 40S ribosomal protein S22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 | D2 129 1021 650 188 180 3 0 0 0
e Molecule 25 is a protein called 40S ribosomal protein S23-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 D3 144 1121 708 220 191 2 0 0 0
Total C N O S
25 d3 144 1121 708 220 191 2 0 0 0
e Molecule 26 is a protein called 40S ribosomal protein S24-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
26 D4 134 1073 676 208 189 0 0 0
Total C N O
26 dd 134 1073 676 208 189 0 0 0
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e Molecule 27 is a protein called 40S ribosomal protein S25-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 Do 70 T;g; l 320 11(\)14 S% 0 0 0
27 d5 69 T505t8a l 3?7 11(\)13 E())S 0 0 0
e Molecule 28 is a protein called 40S ribosomal protein S26-B.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 D6 o7 T706t§Ll 4?5 11(\SIO 1(2)9 ? 0 0 0
28 d6 o7 T%tgl 4(715 11(\SIO 1(2)9 ? 0 0 0
e Molecule 29 is a protein called 40S ribosomal protein S27-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
oo | w [T C R T [
IR K
e Molecule 30 is a protein called 40S ribosomal protein S28-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR Y HEEEEE
RIS HEEEEE
e Molecule 31 is a protein called 40S ribosomal protein S29-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 | D9 53 TZEI 2(73 , 91\; ;)2 2 0 0 0
31 | d9 53 1};;1 2(73 , 91\; ;)2 2 0 0 0

e Molecule 32 is a protein called 40S ribosomal protein S30-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
32 EQ 60 475 299 98 77 1 0 0 0
Total C N O S
32 el 62 491 309 101 80 1 0 0 0
e Molecule 33 is a protein called Ubiquitin-40S ribosomal protein S31.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
33 El [ 566 362 106 94 4 0 0 0
Total C N O S
33 el 76 608 388 117 99 4 0 0 0

e Molecule 34 is a protein called Guanine nucleotide-binding protein subunit beta-like protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3| SR 5| i 1sn 08 0 s 0 0 0
34| SR S18 ngf;l 15514 411]8 4C7)2 g 0 0 0

e Molecule 35 is a protein called Suppressor protein STM1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 SM 159 qu(l)gjll 6(;2 21;]1 221 0 0 0
5| M 00|08 a1 19 0 0 0

e Molecule 36 is a RNA chain called 25S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 L 3149 g%t;é 30386 1211]42 21(;78 3129 0 0 0
36 g 3169 g;;;(l) 30(2]76 121;116 22(1)20 31%8 0 0 0

e Molecule 37 is a RNA chain called 5S ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

37 3 121 rgg;?)l 11052 4121 8(4:1)5 1I2)1 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
37 7 121 2579 1152 461 845 121 0 0 0
e Molecule 38 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
38 4 158 3353 1500 586 1109 158 0 0 0
Total C N O P
38 8 158 3353 1500 586 1109 158 0 0 0
e Molecule 39 is a protein called 60S ribosomal protein L2-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 L2 252 1914 1191 383 334 1 0 0 0
Total C N O S
39 12 252 1912 1190 388 333 1 0 0 0
e Molecule 40 is a protein called 60S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 L3 386 3075 1950 584 533 8 0 0 0
Total C N O S
40 13 386 3075 1950 584 533 8 0 0 0
e Molecule 41 is a protein called 60S ribosomal protein L4-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4l L4 361 2748 1729 522 494 3 0 0 0
Total C N O S
41 4 361 2748 1729 522 494 3 0 0 0
e Molecule 42 is a protein called 60S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 L5 296 2375 1501 414 458 2 0 0 0
Total C N O S
42 15 294 2359 1489 412 456 2 0 0 0
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e Molecule 43 is a protein called 60S ribosomal protein L6-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
43 L6 156 ?ggl 8%0 21;12 2(1)6 ? 0 0 0
ol w [ w [ e XS [ [

e Molecule 44 is a protein called 60S ribosomal protein L7-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 L7 222 ??;Zl 11051 31;I4 388 ? 0 0 0
4 17 223 ?(;Stil 11055 31§5 3(1)0 ? 0 0 0

e Molecule 45 is a protein called 60S ribosomal protein L8-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 L8 233 1112811 11051 3153 3(2)7 g 0 0 0
45 8 231 ?(;gl 11(2’)0 311]6 3(1)4 g 0 0 0

e Molecule 46 is a protein called 60S ribosomal protein L9-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 L9 191 rfgtlaéﬂl 923 21;14 2(7)7 ASL 0 0 0
46 19 191 rfgtlaé; 9%3 2154 2(;7 ésl 0 0 0

e Molecule 47 is a protein called 60S ribosomal protein L10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 Mo 211 11121(6)21 1(?83 3122 2(;4 2 0 0 0
4r | mo 213 ??tza; 10094 3155 2(9)7 2 0 0 0

e Molecule 48 is a protein called 60S ribosomal protein L11-B.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 Ml 169 1353 847 253 249 4 0 0 0
Total C N O S
48 | ml 169 1353 847 253 249 4 0 0 0
e Molecule 49 is a protein called 60S ribosomal protein L13-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
49 M3 133 1543 962 315 266 0 0 0
Total C N O
49| m3 194 1548 965 316 267 0 0 0
e Molecule 50 is a protein called 60S ribosomal protein L14-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
50 M4 136 10563 675 199 177 2 0 0 0
Total C N O S
50 | md 137 1059 678 200 179 2 0 0 0
e Molecule 51 is a protein called 60S ribosomal protein L15-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5L Md 204 1720 1077 361 281 1 0 0 1
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment | Reference
M5 170 LYS - insertion UNP P05748
e Molecule 52 is a protein called 60S ribosomal protein L16-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
b2 M6 197 1555 1003 289 262 1 0 0 0
Total C N O S
52 | mb 197 1555 1003 289 262 1 0 0 0

e Molecule 53 is a protein called 60S ribosomal protein L17-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
53 M7 183 1420 882 281 257 0 0 0
Total C N O
53 | m7 155 1227 764 238 225 0 0 0
e Molecule 54 is a protein called 60S ribosomal protein L18-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
54 M8 185 1441 908 290 241 2 0 0 0
Total C N O S
o4 | md 185 1441 908 290 241 2 0 0 0
e Molecule 55 is a protein called 60S ribosomal protein L19-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
%5 M9 188 1521 935 326 260 0 0 0
Total C N O
55 | md 188 1521 935 326 260 0 0 0
e Molecule 56 is a protein called 60S ribosomal protein L20-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o0 NO 172 1445 930 267 244 4 0 0 0
Total C N O S
o6 no 172 1445 930 267 244 4 0 0 0
e Molecule 57 is a protein called 60S ribosomal protein L21-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
57| N 159 1276 805 246 221 4 0 0 0
Total C N O S
57 | nl 159 1276 805 246 221 4 0 0 0
e Molecule 58 is a protein called 60S ribosomal protein L22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
o8 N2 100 796 516 131 149 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

58 | n2 o T707t§L l 535 11;17 126 0 0
e Molecule 59 is a protein called 60S ribosomal protein L23-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 N3 136 1;8821 6(238 115\319 1?9 s 0 0 0
I 136 ?gga?)l 6(218 115\319 1(7)9 g 0 0 0

e Molecule 60 is a protein called 60S ribosomal protein [.24-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HIEEEE
60 1 nd 155 ?8?3?31 6?1 21816 120 ? 0 0 0

e Molecule 61 is a protein called 60S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
61 N9 121 1;)0;2 l 6(230 1125]9 1(7)3 g 0 0 0
61 ] 0o 120 1;)0;3 l 6(1]7 1128 1(7)2 g 0 0 0

e Molecule 62 is a protein called 60S ribosomal protein L26-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
62 NG 126 gogg 1 6(;5 115\;2 1C7)6 0 0 0
i 126 BO;:? l 6(;5 1132 1(?6 ¥ 0 0

e Molecule 63 is a protein called 60S ribosomal protein L27-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
63 | N7 135 | o0 710 w2 180 0 0 0
63 | n7 135 | oo 710 w2 180 0 0 0
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e Molecule 64 is a protein called 60S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
64 N8 148 ?‘i%l 729 215\’311 1(9)() 2 0 0 0
64 | 8 148 ?1)%1 75119 21;1 180 2 0 0 0
e Molecule 65 is a protein called 60S ribosomal protein [.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
65 N9 58 aoﬁt;l 259 11(\)IO % 0 0
65 1 0 o8 Tzfﬁt;l 2%19 11(\)Io 703 0 0
e Molecule 66 is a protein called 60S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
66 00 7 T;)éfgl 4(719 11;14 129 ? 0 0 0
661 o0 100 T706t;Ll 432 11;18 126 ? 0 0 0
e Molecule 67 is a protein called 60S ribosomal protein L31-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o on | s e 0 | 0|0
67 | ol 109 1;30;;1 5?9 11;5]7 1(5)6 ? 0 0 0
e Molecule 68 is a protein called 60S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
08 02 127 1118;?)1 65137 21(\)15 1(6?7 ? 0 0 0
08 | o2 127 ?gtz%l 627 21815 1(6?7 ? 0 0 ¥

e Molecule 69 is a protein called 60S ribosomal protein L33-A.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
69 03 106 850 540 165 144 1 0 0 0
Total C N O S
69 03 106 850 540 165 144 1 0 0 0
e Molecule 70 is a protein called 60S ribosomal protein L34-A (eL34).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
0 ol 112 830 545 179 152 4 0 0 0
Total C N O S
0] o4 112 830 545 179 152 4 0 0 0
e Molecule 71 is a protein called 60S ribosomal protein L35-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
(A 119 969 615 186 167 1 0 0 0
Total C N O S
[ 119 965 612 185 167 1 0 0 0
e Molecule 72 is a protein called 60S ribosomal protein L36-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
72 06 9 771 481 156 132 2 0 0 0
Total C N O S
£ 06 % 770 481 156 131 2 0 0 0
e Molecule 73 is a protein called 60S ribosomal protein L37-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 07 87 681 414 148 114 5 0 0 0
Total C N O S
3 o7 87 681 414 148 114 5 0 0 0
e Molecule 74 is a protein called 60S ribosomal protein L38.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
& 08 v 612 391 115 106 0 0
Continued on next page...
gPDB
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
™| o8 " T(;O()ts l 3?8 11114 1(36 0 0 0
e Molecule 75 is a protein called 60S ribosomal protein L39.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
B o9 50 T:?fg 1 2(732 519\17 605 3 0 0 0
e Molecule 76 is a protein called Ubiquitin-60S ribosomal protein L40.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
76 a0 52 IH?I 2?9 513\;5 6% g 0 0 0
e Molecule 77 is a protein called 60S ribosomal protein L41-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
dENIEENE T
AENEENE T
e Molecule 78 is a protein called 60S ribosomal protein L42-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
moe | w0 | 0 |0
w e | | N s | 0| 0 |0
e Molecule 79 is a protein called 60S ribosomal protein L43-A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
® @ | 9| e g s am | O | 0|0
LR ol T(;O;Z l 4(239 11;)]8 1(2)1 g ¥ ¥ ¥
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e Molecule 80 is a protein called 40S ribosomal protein S22-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
80 d2 130 1021 650 188 180 3 0 0 1
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
d2 47 TYR - insertion UNP POCOW1
e Molecule 81 is a protein called 60S ribosomal protein L12-A (uL11).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
81| m2 150 750 450 150 150 0 0 0
e Molecule 82 is a protein called 60S ribosomal protein L15-A.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
82 | md 203 1720 1077 361 281 1 0 0 0
e Molecule 83 is a protein called 60S acidic ribosomal protein P0.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
83 p0 143 1077 687 192 195 3 0 0 0
e Molecule 84 is a protein called 60S ribosomal protein P1 alpha/P2 beta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
84 pl 47 9235 141 47 47 0 0 0
Total C N O
84 p2 46 230 138 46 46 0 0 0
e Molecule 85 is a protein called Eukaryotic translation initiation factor 5A-1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
85 f 148 1122 696 189 228 O 0 0 0




Page 19

wwPDB X-ray Structure Validation Summary Report

5DAT

e Molecule 86 is a protein called 60S ribosomal protein L1-A (uLl).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
86 11 213 1063 637 213 213 0 0 0

e Molecule 87 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroQcc | AltConf
Total Mg

87 9 96 o 0 0

87 S4 1 Total = Mg 0 0
11

87 39 1 Total = Mg 0 0
11

87 D4 1 Toltal l\gg 0 0

87 D9 1 Toltal l\gg 0 0

87 | SM 1 Toltal l\gg 0 0
Total Mg

87 1 362 v s 0 0
Total Mg

87 3 9 o 0 0
Total Mg

87 4 20 . 0 0

87 | L2 9 Total = Mg 0 0
9 9

$7 | L3 3 Total - Mg 0 0
3 3

$7 | L6 | Toltal hﬁg 0 0

87 | L7 3 Total - Mg 0 0
33

87 | Mo | Toltal l\gg 0 0

87 | M3 9 Total - Mg 0 0
9 9

$7 | M6 | Toltal N{g 0 0

87 | M7 3 Total = Mg 0 0
3 3

87 | M8 | Toltal N{g 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

$7 | No | Toltal N{g 0 0

$7 | N3 3 Total - Mg 0 0
3 3

87 | Né | Toltal N{g 0 0
Total Mg

87 | N8 4 PR 0 0

87 | N9 | Toltal N{g 0 0

87 02 1 Toltal hgg 0 0

87 03 9 Total - Mg 0 0
2 2

87 | o4 | Toltal hgg 0 0

87 | o7 3 Total - Mg 0 0
3 3

87 Qo0 1 Toltal N{g 0 0

87 | Q2 1 Toltal N{g 0 0
Total Mg

87 6 115 P 0 0

87 s8 1 Total = Mg 0 0
1 1

87 7 1 Total = Mg 0 0
1 1

87 d2 1 Total = Mg 0 0
1 1

87 d3 1 Total = Mg 0 0
1 1

87 d6 1 Total = Mg 0 0
1 1

87 | sM 1 Toltal l\gg 0 0
Total Mg

87 5 400 00 400 0 0
Total Mg

87 7 16 Py 0 0
Total Mg

87 8 12 0 0 0
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5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

87 12 3 , 5 0 0

$7 | 13 | Total - Mg 0 0
1 1

87 | 1 | Total - Mg 0 0
1 1

87 | 17 | Total - Mg 0 0
1 1

87 | mo | Total - Mg 0 0
1 1

87 | m3 1 Total - Mg 0 0
1 1

87 | m6 9 Total - Mg 0 0
9 9
Total Mg

87 | m7 3 , ; 0 0
Total Mg

87 10 9 ) ) 0 0

87 n3 1 Total = Mg 0 0
1 1

87 16 1 Total - Mg 0 0
1 1
Total Mg

87 n8 3 , ] 0 0
Total Mg

87 n9 9 ) ) 0 0
Total Mg

87 02 9 ) ) 0 0

87 04 1 Total = Mg 0 0
1 1

87 09 1 Total = Mg 0 0
1 1

Q7 a0 1 Total Mg 0 0
1 1

g7 ql 1 Total Mg 0 0
1 1
Total Mg

87 £ 3 , 5 0 0




Page 22 wwPDB X-ray Structure Validation Summary Report 5DAT
OHX
N2 N3
HN NH;
NH,N™ Os — NHzw
/0S\

H.N™ NH;

NG N5
Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Ols 0 0
88 2 1 To;al 12 ?S 0 0
88 2 1 TO;al 12 ?S 0 0
88 p 1 To;al 12 ?S 0 0
88 P 1 To;al 1g1 ?S 0 0
8 |2 | To;al g (is 0 0
88 | 2 1 TO;al 121 ?S 0 0
88 | 2 | To;al 1(\3] ?S 0 0
88 | 2 1 To;al 1(\3] Ols 0 0
88 | 2 | To;al 1(\3] Ols 0 0
88 | 2 1 To;al 1(\31 ?S 0 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 2 1 To;al 1(\3] Ols 0 0
88 | 2 1 To;al 1(\31 ?S 0 0
88 | 2 | To;al lg ?S 0 0
88 | 2 | To;al 1(\31 ?S 0 0
88 | 2 | TO;al lg Ols 0 0
88 2 1 TO;al 1(\31 Ols 0 0
88 2 1 TO;al lg Ols 0 0
88 2 1 To;al 1(\31 ?S 0 0
88 2 1 TO;al 1;51 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 TO;al 12 ?S 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Ols 0 0
88 2 1 To;al 12 ?S 0 0
88 2 1 To;al 12 (is 0 0
88 p 1 To;al 12 ?S 0 0
88 P 1 To;al 1g1 ?S 0 0
8 |2 | To;al g Ols 0 0




Page 24 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 2 1 To;al 1(\3] Ols 0 0
88 | 2 1 To;al 1(\31 ?S 0 0
88 | 2 | To;al lg ?S 0 0
88 2 1 To;al 1§ (is 1 0
88 | 2 | TO;al lg Ols 0 0
88 2 1 TO;al 1(\31 Ols 0 0
88 2 1 TO;al lg Ols 0 0
88 2 1 To;al 1(\31 ?S 0 0
88 2 1 TO;al 1;51 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 TO;al 12 ?S 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Ols 0 0
88 2 1 To;al 12 ?S 0 0
88 2 1 To;al 12 (is 0 0
88 p 1 To;al 12 ?S 0 0
88 P 1 To;al 1g1 ?S 0 0
8 |2 | To;al g Ols 0 0




Page 25 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 2 1 To;al 1(\3] Ols 0 0
88 | 2 1 To;al 1(\31 ?S 0 0
88 | 2 | To;al lg ?S 0 0
88 | 2 | To;al 1(\31 ?S 0 0
88 | 2 | TO;al lg Ols 0 0
88 2 1 TO;al 1(\31 Ols 0 0
88 2 1 TO;al lg Ols 0 0
88 2 1 To;al 1(\31 ?S 0 0
88 2 1 TO;al 1;51 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 TO;al 12 ?S 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Ols 0 0
88 2 1 To;al 12 ?S 0 0
88 2 1 To;al 12 (is 0 0
88 p 1 To;al 12 ?S 0 0
88 P 1 To;al 1g1 ?S 0 0
8 |2 | To;al g Ols 0 0




Page 26 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 2 1 To;al 1(\3] Ols 0 0
88 | 2 1 To;al 1(\31 ?S 0 0
88 | 2 | To;al lg ?S 0 0
88 | 2 | To;al 1(\31 ?S 0 0
88 | 2 | TO;al lg Ols 0 0
88 2 1 TO;al 1(\31 Ols 0 0
88 2 1 TO;al lg Ols 0 0
88 2 1 To;al 1(\31 ?S 0 0
88 2 1 TO;al 1;51 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 TO;al 12 ?S 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Ols 0 0
88 2 1 To;al 12 ?S 0 0
88 2 1 To;al 12 (is 0 0
88 p 1 To;al 12 ?S 0 0
88 P 1 To;al 1g1 ?S 0 0
8 |2 | To;al g Ols 0 0




Page 27 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 2 1 To;al 1(\3] Ols 0 0
88 | 2 1 To;al 1(\31 ?S 0 0
88 | 2 | To;al lg ?S 0 0
88 | 2 | To;al 1(\31 ?S 0 0
88 | 2 | TO;al lg Ols 0 0
88 2 1 TO;al 1(\31 Ols 0 0
88 2 1 TO;al lg Ols 0 0
88 2 1 To;al 1(\31 ?S 0 0
88 2 1 TO;al 1;51 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 TO;al 12 ?S 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Ols 0 0
88 2 1 To;al 12 ?S 0 0
88 2 1 To;al 12 (is 0 0
8 | 2 | To;al 12 ?S 1 0
88 P 1 To;al 1g1 ?S 0 0
8 | 2 1 To;a“l g Ols 1 0




Page 28 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 2 1 To;al 1(\3] Ols 0 0
88 | 2 1 To;al 1(\31 ?S 0 0
88 | 2 | To;al lg ?S 0 0
88 | 2 | To;al 1(\31 ?S 0 0
88 | 2 | TO;al lg Ols 0 0
88 2 1 TO;al 1(\31 Ols 0 0
88 2 1 TO;al lg Ols 0 0
88 2 1 To;al 1(\31 ?S 0 0
88 2 1 TO;al 1;51 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 To;al 12 Ols 0 0
88 2 1 TO;al 12 ?S 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Ols 0 0
88 2 1 To;al 12 ?S 0 0
88 2 1 To;al 12 (is 0 0
88 p 1 To;al 12 ?S 0 0
88 P 1 To;al 1g1 ?S 0 0
8 |2 | To;al g Ols 0 0




Page 29 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 2 1 To;al 1(\3] Ols 0 0
88 | 2 1 To;al 1(\31 ?S 0 0
88 | 2 | To;al lg ?S 0 0
88 | 2 | To;al 1(\31 ?S 0 0
88 | 2 | TO;al lg Ols 0 0
88 2 1 TO;al 1(\31 Ols 0 0
88 2 1 TO;al lg Ols 0 0
88 2 1 To;al 1(\31 ?S 0 0
88 2 1 TO;al 1;51 Ols 0 0
88 2 1 To;al 12 Ols 0 0
8 | 2 1 To;al 1;51 Ols 1 0
88 2 1 TO;al 12 ?S 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Cis 0 0
88 2 1 TO;al 12 Ols 0 0
88 2 1 To;al 12 ?S 0 0
88 2 1 To;al 12 (is 0 0
88 p 1 To;al 12 ?S 0 0
88 S1 1 To;al 1g1 ?S 0 0
88 | S6 | To;al 1(\;] Ols 0 0




Page 30 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | S8 1 To;al 1(\3] Ols 0 0
88 | 99 1 To;al 1(\31 ?S 1 0
88 | C1 | To;al lg ?S 0 0
88 | 3 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 | C8 1 TO;al 1(\31 Ols 1 0
88 | D9 1 TO;al lg Ols 0 0
88 | SR 1 To;al 1(\31 ?S 0 0
8% 1 | TO;al 1;51 Ols 1 0
88 1 1 To;al 12 Ols 0 0
8% 1 1 To;al 1;51 Ols 2 0
8% 1 1 To;al 1;51 Cis 2 0
8% 1 1 To;al 12 Cis 1 0
83 1 1 To;al 12 Cis 1 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 31 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 32 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
8% 1 | TO;al 1(\31 Ols 1 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 33 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 34 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 35 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 36 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
83 1 1 To;al 12 Ols 1 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 37 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 38 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 39 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
8 | 1 | To;al 121 ?S 1 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 40 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
8% 1 | TO;al 1(\31 Ols 1 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 41 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 42 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
8% 1 | TO;al 1(\31 Ols 1 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
8% 1 | To;al 12 ?S 1 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 44 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 45 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 46 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 1 | To;al lg ?S 0 0
88 | 1 | To;al 1(\31 ?S 0 0
8 | 1 | TO;al lg Ols 0 0
88 1 1 TO;al 1(\31 Ols 0 0
88 1 1 TO;al lg Ols 0 0
88 1 1 To;al 1(\31 ?S 0 0
88 1 1 TO;al 1;51 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 To;al 12 Ols 0 0
88 1 1 TO;al 12 ?S 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Cis 0 0
88 1 1 TO;al 12 Ols 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 12 (is 0 0
88 1 1 To;al 12 ?S 0 0
88 1 1 To;al 1g1 ?S 0 0
8 | 1 | To;al g Ols 0 0




Page 47 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 1 1 To;al 1(\3] Ols 0 0
88 | 1 1 To;al 1(\31 ?S 0 0
88 | 3 | To;al lg ?S 0 0
88 | 3 | To;al 1(\31 ?S 0 0
8 | 3 | TO;al lg Ols 0 0
88 3 1 TO;al 1(\31 Ols 0 0
88 3 1 TO;al lg Ols 0 0
88 3 1 To;al 1(\31 ?S 0 0
88 3 1 TO;al 1;51 Ols 0 0
88 3 1 To;al 12 Ols 0 0
88 3 1 To;al 12 Ols 0 0
88 3 1 TO;al 12 ?S 0 0
88 3 1 TO;al 12 Cis 0 0
8 | 4 1 To;al 12 Cis 1 0
88 4 1 TO;al 12 Cis 0 0
88 4 1 TO;al 12 Ols 0 0
88 4 1 To;al 12 ?S 0 0
88 4 1 To;al 12 (is 0 0
88 4 1 To;al 12 ?S 0 0
88 4 1 To;al 1g1 ?S 0 0
8 | 4 | To;al g Ols 0 0




Page 48 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 4 1 To;al 1(\3] Ols 0 0
88 | 4 1 To;al 1(\31 ?S 0 0
88 | 4 | To;al 121 ?S 1 0
88 4 1 To;al 1§ (is 1 0
88 | 4 | TO;al lg Ols 0 0
88 4 1 TO;al 1(\31 Ols 0 0
88 4 1 TO;al lg Ols 0 0
88 4 1 To;al 1(\31 ?S 0 0
88 | L3 1 TO;al 1;51 Ols 0 0
88 | 14 1 To;al 12 Ols 0 0
88 | Ls 1 To;al 12 Ols 0 0
88 | Mo 1 TO;al 12 ?S 0 0
88 | Mo 1 TO;al 12 Cis 0 0
88 | M5 1 TO;al 12 Cis 0 0
88 | M7 | T(’?tal 12 Ols 0 0
88 | M7 | TO;al 1(;1 Ols 0 0
88 | M8 1 To;al 12 ?S 0 0
88 | M9 1 To;al 12 (is 0 0
88 | NI 1 To;al 12 ?S 0 0
88 | N8 1 To;al 1g1 ?S 0 0
8 | N9 | To;al 1(\;] Ols 0 0




Page 49 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 03 1 To;al 1(\3] Ols 0 0
88 | 07 1 To;al 1(\31 ?S 1 0
88 | 07 | To;al lg ?S 0 0
88 | 09 | To;al 1(\31 ?S 0 0
8 | Q2 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 1 0
88 6 1 TO;al lg Ols 1 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 TO;al 12 ?S 1 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Ols 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 12 (is 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 1g1 ?S 0 0
8 | 6 | To;al 1(\;] Ols 0 0




Page 50 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 6 1 To;al 1(\3] Ols 0 0
88 | 6 1 To;al 1(\31 ?S 0 0
88 | 6 | To;al lg ?S 0 0
88 | 6 | To;al 1(\31 ?S 0 0
8 | 6 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 0 0
88 6 1 TO;al lg Ols 0 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 TO;al 12 ?S 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Ols 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 12 (is 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 1g1 ?S 0 0
8 | 6 | To;al 1(\;] Ols 0 0




Page 51 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 6 1 To;al 1(\3] Ols 0 0
88 | 6 1 To;al 1(\31 ?S 0 0
88 | 6 | To;al lg ?S 0 0
88 | 6 | To;al 1(\31 ?S 0 0
8 | 6 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 0 0
88 6 1 TO;al lg Ols 0 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 TO;al 12 ?S 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Ols 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 12 (is 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 1g1 ?S 0 0
8 | 6 | To;al 1(\;] Ols 0 0




Page 52 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 6 1 To;al 1(\3] Ols 0 0
88 | 6 1 To;al 1(\31 ?S 0 0
88 | 6 | To;al lg ?S 0 0
88 | 6 | To;al 1(\31 ?S 0 0
8 | 6 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 0 0
88 6 1 TO;al lg Ols 0 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 TO;al 12 ?S 0 0
88 6 1 TO;al 12 Cis 1 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Ols 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 12 (is 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 1g1 ?S 0 0
8 | 6 | To;al 1(\;] Ols 0 0




Page 53 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 6 1 To;al 1(\3] Ols 1 0
88 | 6 1 To;al 1(\31 ?S 0 0
88 | 6 | To;al lg ?S 0 0
88 | 6 | To;al 1(\31 ?S 0 0
8 | 6 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 0 0
88 6 1 TO;al lg Ols 0 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 TO;al 12 ?S 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Ols 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 12 (is 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 1g1 ?S 0 0
8 | 6 | To;al 1(\;] Ols 0 0




Page 54 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 6 1 To;al 1(\3] Ols 0 0
88 | 6 1 To;al 1(\31 ?S 0 0
88 | 6 | To;al lg ?S 0 0
88 | 6 | To;al 1(\31 ?S 0 0
8 | 6 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 0 0
88 6 1 TO;al lg Ols 0 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 TO;al 12 ?S 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Ols 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 12 (is 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 1g1 ?S 1 0
8 | 6 | To;al 1(\;] Ols 0 0




Page 55 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 6 1 To;al 1(\3] Ols 0 0
88 | 6 1 To;al 1(\31 ?S 0 0
88 | 6 | To;al lg ?S 0 0
88 6 1 To;al 1§ (is 1 0
8 | 6 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 0 0
88 6 1 TO;al lg Ols 0 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 TO;al 12 ?S 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Ols 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 12 (is 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 1g1 ?S 0 0
8 | 6 | To;al 1(\;] Ols 0 0




Page 56 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 6 1 To;al 1(\3] Ols 0 0
88 | 6 1 To;al 1(\31 ?S 0 0
88 | 6 | To;al lg ?S 0 0
88 | 6 | To;al 1(\31 ?S 0 0
8 | 6 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 0 0
88 6 1 TO;al lg Ols 0 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 6 1 TO;al 12 ?S 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Cis 0 0
88 6 1 TO;al 12 Ols 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 12 (is 0 0
88 6 1 To;al 12 ?S 0 0
88 6 1 To;al 1g1 ?S 0 0
8 | 6 | To;al 1(\;] Ols 0 0




Page 57 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 6 1 To;al 1(\3] Ols 0 0
88 | 6 1 To;al 1(\31 ?S 0 0
88 | 6 | To;al lg ?S 0 0
88 | 6 | To;al 1(\31 ?S 0 0
8 | 6 | TO;al lg Ols 0 0
88 6 1 TO;al 1(\31 Ols 0 0
88 6 1 TO;al lg Ols 0 0
88 6 1 To;al 1(\31 ?S 0 0
88 6 1 TO;al 1;51 Ols 0 0
88 6 1 To;al 12 Ols 0 0
88 s1 1 To;al 12 Ols 0 0
88 sd 1 TO;al 12 ?S 0 0
88 s8 1 TO;al 12 Cis 0 0
88 59 1 TO;al 12 Cis 0 0
88 c3 1 TO;al 12 Cis 0 0
88 c5 1 TO;al 12 Ols 0 0
88 c8 1 To;al 12 ?S 0 0
88 | sR 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 1 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 58 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 2 0
88 | 5 1 To;al 1(\31 ?S 1 0
8 | 5 | To;al lg ?S 1 0
88 5 1 To;al 1§ (is 2 0
88 5 1 To;al 1g1 Ols 1 0
88 5 1 TO;al 1(\31 Ols 1 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 2 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 59 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 1 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 60 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 61 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 62 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 63 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 1 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 1 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 64 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 1 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 65 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 66 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 1 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
8 | 5 1 To;a“l g Ols 1 0




Page 67 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 68 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0




Page 69 wwPDB X-ray Structure Validation Summary Report 5DAT

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 1 0
88 5 1 TO;al 1;51 Ols 1 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 1 0
88 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 2 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 1 0
88 | 5 1 To;al 1(\31 ?S 1 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 1 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 2 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 1 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 2 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 1 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 5 1 TO;al lg Ols 0 0
88 5 1 To;al 1(\31 ?S 0 0
88 5 1 TO;al 1;51 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 To;al 12 Ols 0 0
88 5 1 TO;al 12 ?S 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Cis 0 0
88 5 1 TO;al 12 Ols 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 12 (is 0 0
88 5 1 To;al 12 ?S 0 0
88 5 1 To;al 1g1 ?S 0 0
88 | 5 | To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 | 5 1 To;al 1(\3] Ols 0 0
88 | 5 1 To;al 1(\31 ?S 0 0
8 | 5 | To;al lg ?S 0 0
88 | 5 | To;al 1(\31 ?S 0 0
88 | 5 | TO;al lg Ols 0 0
88 5 1 TO;al 1(\31 Ols 0 0
88 7 1 TO;al lg Ols 0 0
88 7 1 To;al 1(\31 ?S 0 0
88 7 1 TO;al 1;51 Ols 0 0
88 7 1 To;al 12 Ols 0 0
88 7 1 To;al 12 Ols 0 0
88 7 1 TO;al 12 ?S 0 0
88 7 1 TO;al 12 Cis 0 0
88 7 1 TO;al 12 Cis 0 0
88 7 1 TO;al 12 Cis 0 0
88 7 1 TO;al 12 Ols 0 0
88 7 1 To;al 12 ?S 0 0
88 7 1 To;al 12 (is 0 0
88 8 1 To;al 12 ?S 1 0
88 8 1 To;al 1g1 ?S 0 0
8 | 8 1 To;al 1(\;] Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 8 1 To;al 1(\3] Ols 0 0
88 | 8 1 To;al 1(\31 ?S 0 0
88 | 8 | To;al lg ?S 0 0
88 | 8 | To;al 1(\31 ?S 0 0
8 | 8 | TO;al lg Ols 0 0
88 8 1 TO;al 1(\31 Ols 0 0
88 8 1 TO;al lg Ols 0 0
88 8 1 To;al 1(\31 ?S 0 0
88 8 1 TO;al 1;51 Ols 0 0
88 8 1 To;al 12 Ols 0 0
88 8 1 To;al 12 Ols 0 0
88 8 1 TO;al 12 ?S 1 0
88 8 1 TO;al 12 Cis 0 0
88 8 1 TO;al 12 Cis 0 0
88 8 1 TO;al 12 Cis 0 0
88 8 1 TO;al 12 Ols 0 0
88 8 1 To;al 12 ?S 0 0
88 13 1 To;al 12 (is 0 0
88 13 1 To;al 12 ?S 0 0
88 13 1 To;al 1g1 ?S 0 0
88 | 14 | To;al g Ols 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
88 | 14 1 To;al 1(\3] Ols 0 0
88 | 15 1 To;al 1(\31 ?S 0 0
88 | 15 | To;al lg ?S 0 0
88 | 19 | To;al 1(\31 ?S 0 0
88 | mo | TO;al lg Ols 0 0
88 | mo 1 TO;al 1(\31 Ols 0 0
88 | mo 1 TO;al 1(\31 Ols 0 0
88 | m5 1 TO;al 1(\31 ?S 0 0
88 | m7 1 TO;al 1;51 Ols 0 0
88 | mY 1 To;al 12 Ols 0 0
88 | n3 1 To;al 12 Ols 0 0
88 | 6 1 TO;al 12 ?S 0 0
88 | n9 1 TO;al 12 Cis 0 0
88 | 03 1 TO;al 12 Cis 0 0
88 | o7 1 TO;al 12 Cis 0 0
88 | 09 1 TO;al 12 Ols 0 0
8 | ql | To;al 12 ?S 1 0
88 | 2 1 To;al 12 (is 0 0

e Molecule 89 is ZINC ION (CCD ID: ZN) (formula: Zn).

Mol

Chain

Residues

Atoms

ZeroOcc

AltConf

89

D6

1

Total
1

7n
1

0

0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

89 | D7 | Total~ Zn 0 0
1 1

89 | DY | Total - Zn 0 0
1 1

8 | Kl | Total - Zn 0 0
1 1

89 | o7 | Total - Zn 0 0
1 1

29 Q0 1 Total Zn 0 0
1 1

29 Q2 1 Total Zn 0 0
1 1

29 Q3 1 Total Zn 0 0
1 1

89 d6 1 Total - Zn 0 0
1 1

89 7 1 Total - Zn 0 0
1 1

89 d9 1 Total - Zn 0 0
1 1

89 el 1 Total - Zn 0 0
1 1

89 o7 1 Total - Zn 0 0
1 1

29 " 1 Total Zn 0 0
1 1

29 » 1 Total Zn 0 0
1 1

29 @ 1 Total Zn 0 0
1 1

e Molecule 90 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

90 5 3 3 3 0 0
Total O

90 f 9 9 9 0 0

MolProbity failed to run properly; EDS was not executed - this section is therefore empty.
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3 Data and refinement statistics (i)

EDS was not executed - this section is therefore incomplete.

Property Value Source
Space group P1211 Depositor
Cell constants 435.63A  286.45A 303.41A .
Depositor
a, b, c,a, 8,7y 90.00° 98.85° 90.00°
Resolution (A) 189.16 - 3.15 Depositor
7 Data completeness 99.8 (189.16-3.15) Depositor
(in resolution range)
Rinerge 0.98 Depositor
Raym (Not available) Depositor
<I/o(l)>"1 1.36 (at 3.13A) Xtriage
Refinement program PHENIX Depositor
R, Ryree 0.204 , 0.252 Depositor
Wilson B-factor (A?) 78.9 Xtriage
Anisotropy 0.130 Xtriage
L-test for twinning? <|L| > =047, < L[?*>=10.30| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 414393 wwPDB-VP
Average B, all atoms (A?) 77.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.50% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#data_stats
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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity failed to run properly - this section is therefore empty.

4.2 Too-close contacts (i)

MolProbity failed to run properly - this section is therefore empty.

4.3 Torsion angles (i)
4.3.1 Protein backbone (3)

MolProbity failed to run properly - this section is therefore empty.

4.3.2 Protein sidechains (1)

MolProbity failed to run properly - this section is therefore empty.

4.3.3 RNA (D

MolProbity failed to run properly - this section is therefore empty.

4.4 Non-standard residues in protein, DNA, RNA chains (i)

Mogul was not executed - this section is therefore empty.

4.5 Carbohydrates (i)

Mogul was not executed - this section is therefore empty.

4.6 Ligand geometry (i)

Mogul was not executed - this section is therefore empty.

4.7 Other polymers (i)

Mogul was not executed - this section is therefore empty.

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands

Page 81 wwPDB X-ray Structure Validation Summary Report 5DAT

4.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
86 11 46
1 2 2
81 m2 2
36 5 1

The worst 5 of 51 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 2 1716:C 03’ 1717:G P 2.68
1 11 132:UNK C 133:UNK N 4.51
1 m2 23:UNK C 28:UNK N 4.14
1 11 81:UNK C 82:UNK N 3.84
1 ) 2437:G 03’ 2438:A P 3.63



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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5 Fit of model and data (i)

5.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

5.2 Non-standard residues in protein, DNA, RNA chains (i)

EDS was not executed - this section is therefore empty.

5.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

5.4 Ligands (i)

EDS was not executed - this section is therefore empty.

5.5 Other polymers (i)

EDS was not executed - this section is therefore empty.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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